Conformation of the C-terminus of endothelin-1 in aqueous solution studied by Monte-Carlo simulation.
The conformation of the C-terminus of endothelin-1 in an aqueous solution has been analyzed by a Monte-Carlo simulation including the hydration energy term. The C-terminus may adopt multiple or flexible conformations in the solution, but the classification of the conformations shows that a comparably large number of conformers take a similar folding form in which the C-terminal chain is extended along the alpha-helix of the N-terminal core, and hydrophobic clusters are formed between the side groups of the C- and N-terminus. The aromatic ring of Trp21 is located at a certain distance from the two charged side groups of Asp8 and Glu10, and the functional groups of the key residues in the N-terminus are uncovered with the C-terminus tail.